Gas phase standard state (298.15 K, 1 atm) isomerization energies (∆ isom E) were calculated using the M062X functional with the QZVP, 6-311++G(d,p), 6-311++G(2d,2p), and cc-pVTZ basis sets against the 24 reactions in the ISOL set of benchmark isomerization energies for large organic molecules. The M062X functional appears to offer comparable isomerization energy prediction performance to the best performing currently available dispersion corrected functionals against this benchmark dataset.
Single point calculations were performed using Gaussian 09 [16] and the M062X density functional [17] with the QZVP [18] , 6-311++G(d,p) and 6-311++G(2d,2p) [19] [20] [21] [22] [23] , and cc-pVTZ [24, 25] basis sets on the B97D/TZVP optimized geometries from the ISOL set in Huenerbein et al. [15] , and corresponding ∆ isom E were calculated along with associated method specific error metrics against the reference SCS-MP3/CBS ∆ isom E (Table 1) . Additional comparative single point calculations were conducted with the B3LYP [26] [27] [28] and B97D [29] [15] . The M062X results had either one (QZVP, 6-311++G(d,p), and 6-311++G(2d,2p)) or two (cc-pVTZ) outliers present with maximum absolute deviations ranging from 13.8 to 17.8 kcal mol −1 depending on the basis set, also similar to that of the PBE0 (MAXD=9. 1 outlier) functionals and the MP2 (MAXD=15.9 kcal mol −1 ; 1 outlier) calculations in ref. [15] .
As expected, the B3LYP (MAD=13.3; RMSD=18.9; MAXD=49.7 kcal mol −1 ; 13 outliers) and B97D (MAD=10.6; RMSD=14.7; MAXD=43.2 kcal mol −1 ; 9 outliers) functionals with the QZVP basis set provided lower quality ∆ isom E performance. The relative performance of these two functionals with the QZVP basis set are consistent with those reported by Huenerbein et al. [15] with the QZV3P basis set (B3LYP: MAD=11.0, RMSD=16.7, MAXD=56.8, 10 outliers; B97D: MAD=8.6, RMSD=11.5, MAXD=26.0 kcal mol −1 , 9 outliers).
Overall, the M062X functional appears to offer comparable isomerization energy prediction performance to the best performing currently available dispersion corrected functionals against the ISOL set of benchmark isomerization energies for large organic molecules. 
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